Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.033; wR factor = 0.084; data-to-parameter ratio = 20.9.
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Experimental

2-Bromo
The title compound(I) is almost planar. The cyano plane (C4/C8/N1) is oriented at a dihedral angle of 79.7 (3)° with respect to aromatic ring (C1/C2/C3/C4/C5/C6). The dihedral angle between the plane containing the methyl carbon (C1/ C2/C6/C7) and aromatic ring plane is 0.22 (0.18)°. No significant intermolecular or intramolecular hydrogen bonding interaction has been observed in the molecule.
Experimental 3-Bromo-4-amino toluene (10 g, 54 mmol) (Johnson & Sandborn, 1941) was dissolved in HCl (30 ml, 17%). The mixture was cooled to 273 K in an ice-salt mixture. Over 5 min, an aqueous solution (9 ml) of NaNO 2 (4.3 g) was added to the above mixture. The temperature was maintained at 273-278 K. A mixture of aqueous solution (6%) of Cu(I)cyanide and KCN (40%) was heated to 333 K and added to the above cold neutralized diazonium salt solution. After work up of reaction, colourless blocks of (I) were obtained by the slow evaporation of water.
Refinement
The H atoms were geometrically placed (C-H = 0.93-0.96Å) and refined as riding with U iso (H) = 1.2U eq (C) or 1.5U eq (methyl C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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